LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acqg On : 5 Dec 2022 18:30
Operator : CG/JU

Sample : N5870-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : @ Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55890.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.215 320 328 338 rBV 225586 350251 14.52%  3.193%
2 5.702 404 411 424 rBV 540548 877631 36.40% 8.001%
3 7.330 680 688 706 rBV 560192 967300 40.11% 8.819%
4 8.170 824 831 838 rVB 86399 143610 5.96%  1.309%
5 9.345 1022 1031 1040 rBV 328793 577666 23.96% 5.267%

6 10.996 1305 1312 1321 rBV 123569 221434  9.18%  2.019%
7 13.423 1718 1725 1733 rBV 855338 1355558 56.22% 12.359%
8 14.804 1953 1960 1968 rVB 242845 364805 15.13% 3.326%
9 16.290 2206 2213 2225 rBV 893389 1373302 56.95% 12.520%
10 17.542 2420 2426 2438 rVB 342709 525042 21.77% 4.787%

11 18.405 2567 2573 2583 rBV2 58796 108036 4.48% ©.985%

12 19.668 2783 2788 2797 rBv4 17337 37020 1.54% ©.338%
13 20.133 2861 2867 2877 rBV 1867951 2411381 100.00% 21.984%
14 20.902 2995 2998 3003 rBV2 20503 27274  1.13% 0.249%
15 21.425 3082 3087 3103 rBV3 86490 241104 10.00%  2.198%
16 21.825 3149 3155 3162 rBV 351038 594180 24.64% 5.417%
17 21.983 3178 3182 3188 rVB 24093 34157 1.42% 0.311%
18 22.606 3283 3288 3293 rBV 21806 35503 1.47% ©.324%
19 23.317 3404 3409 3417 rVB2 18248 35697 1.48% ©.325%
20 24.151 3548 3551 3558 rvVvB2 18929 34720 1.44% 0.317%

21 25.180 3713 3726 3738 rVB2 214851 652926 27.08% 5.953%

Sum of corrected areas: 10968597
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acq On : 5 Dec 2022 18:30
Operator : CG/JU

Sample : N5870-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG055890.D\data.ms
1500000
1000000
5.702 7.330
500000
9.345
5.215
8.170 10.996
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055890.D\data.ms
20.133
1500000
1000000 13.423 16.290
500000
17.542 21.825
14.804
. 18.405 19.668 .983 22.606
h \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055890.D\data.ms
1500000
1000000
500000
25.180
23.317 24.151 /\
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T
Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acq On : 5 Dec 2022 18:30
Operator : CG/JU

Sample : N5870-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.215 48.78 ng 350251 1,4-Dichlorobenzene-d4 8.170

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 328 (5.215 min): BG055890.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000 59.0
R e R
| 60 10‘1'0 4.80 5.00 5.20 5.40 5.60
el el e e m/z 59.00 51.71%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 DL B LA B N
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.00  14.99%
2‘9‘.‘0 Ly m‘ 837'0
H‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
REaas e R RmaE
4.80 5.00 5.20 5.40 5.60
5000 410 m/z 58.00 13.95%
W 3o 126.0 1420
R EaE o e A RRAARSENNY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 f
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester s RammaRRE
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.90%
5000 57.0
29.0
‘ 101.0
H‘m““‘m“lm‘u‘m“m‘m"“m‘m““m"m“m“m‘mw P e e el
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acq On : 5 Dec 2022 18:30
Operator : CG/JU

Sample : N5870-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.405 4.12 ng 108036  Phenanthrene-di0 17.541
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2573 (18.405 min): BG055890.D\data.ms (-2567) (- 73.00 100.00%
43.0 |73.0
5000
129.0 213.1
| ‘ H‘l 157.1185.0 256.1 1850
WWHH‘E “HMJWm‘uH“_“w“HJW‘_‘MW‘_ m/z 60.00 99.56%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T s\
18.50

43.00 92.70%

: 151018502130 256.0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.
43.0 0

1850
5000 129.0 m/z 54.95 83.63%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid

43.0 73.0 18 50

m/z 57.00 81.68%

5000 129.0
199.0
s e T
15.0[ Il gl il i \H \m ul \ \ ‘ “yAnuprent)

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1850
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acq On 5 Dec 2022 18:30

Operator : CG/JU

Sample : N5870-03

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.425 8.12 ng 241104  Chrysene-d12 21.825
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Cyclopentadecane 210 C15H30 000295-48-7 94
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91

Abundance Scan 3087 (21.425 min): BG055890.D\data.ms (-3082) (-~ | m/z 57.05 100.00%

57.0
5000

% -1 207.9282.0 B
_Hwiuwuuum‘qh‘uu‘WHH,HH‘HH,HHM‘HM‘H_H‘M‘ m/z 43.60 83.91%

m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

57.0
5000 L
21.50
m/z 55.00 67.46%
m/z--> 0 50 100150200 250300 350400 450500 550 600 650
Abundance #87654: Cyclopentadecane
58.0
——
21.50
5000 ITI/Z 69.00 47 .23%
“ | f5° 210.0
‘HLJHJW4mm‘mw!H‘_H‘_H‘W‘H_‘HW‘H_‘H,HH‘HH,H
m/z--> 0 50 100150 200 250 300 350 400 450 500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- e
57.0 21.50

m/z 71.05 47.22%

5000
.0196.0
i

m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120522\
Data File : BG@55890.D

Acqg On : 5 Dec 2022 18:30
Operator : CG/JU

Sample : N5870-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.215 48.8 ng 350251 1 8.170 143610 20.0
n-Hexadecanoic ... 18.405 4.1 ng 108036 4 17.541 525042 20.0
Pentadecafluoro... 21.425 8.1 ng 241104 5 21.825 594180 20.0
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